: Symptom progression on sorghum leaves subsequent to infection with B. andropogonis, A: NS 5511 cv and B: NS 5655 cv. The symptoms are compared to the non-infected plants (controls) at day 1 . With the infected plants, small tan lesions started to show at 3 d.p.i. and progressed (lesion elongation) over the days to a point where most parts of the leaves were covered in lesions and drying of leaves could be noticed (9 d.p.i.).
Another additional diagnostic tool used to validate OPLS-DA models was distance to the model in space X (DModX), for detecting moderate outliers. DModX plots (Figures S8 A and S10 A) show a few moderate outliers i.e. observations where the DModX value is above the Dcrit (critical value of DModX; 0.05). Moreover, permutation testing (Figures S8 B and S10 B) , as a powerful tool in measuring the performance of a model, was carried out to determine whether the performance of the computed binary classification (OPLS-DA) models were statistically significant. The permutation tests revealed that the computed OPLS-DA models were statistically significant and that in the separation of classes, none of the permutated models showed a better performance than that of the original models.
For further evaluation of the selected variables, dot plots (Figures S8 C and S10 C) were generated to investigate how discriminant the variables are. For instance, no overlap between the infected and control sample can be seen from the selected m/z = 327.21480 variable in Figure S8 C, also highlighted in the S-plot, and VIP plots, thus suggesting that the particular feature contributed strongly to the discrimination. Note: for model validation and evaluation of selected variables described in the main text and above, only figures for NS 5511 (BT) and NS 5655 (ST) in ESI negative ionisation mode are displayed. The same tools were used to for ESI positive data, however the data is not shown [17, 19] . 
